The title compound, C 25 H 31 BF 2 N 2 O, is a potential boron tracedrug in boron neutron capture therapy (BNCT), in which the B atom adopts a distorted BN 2 F 2 tetrahedral geometry: it is soluble in dimethyl sulfoxide, dimethylformamide and methanol. The pyrrolylidenemethylpyrrole triple fused ring system is almost planar (r.m.s. deviation = 0.031 Å ) and subtends a dihedral angle of 47.09 (5) with the plane of the pendant phenol ring. The phenol -OH group is blocked from forming hydrogen bonds by the adjacent bulky tert-butyl groups. In the crystal, inversion dimers linked by pairs of very weak C-HÁ Á ÁF interactions generate R 2 2 (22) loops.
Related literature
For background to tracer compounds for BNCT, see: Hori et al. (2010 Hori et al. ( , 2012 . For further synthetic details, see: Nakata et al. (2011) . = 83.367 (6) V = 1141.18 (5) Å 3 Z = 2 Cu K radiation = 0.69 mm À1 T = 296 K 0.16 Â 0.08 Â 0.04 mm
Data collection
Rigaku R-AXIS RAPID diffractometer Absorption correction: multi-scan (ABSCOR; Rigaku, 1995) T min = 0.749, T max = 0.973 13606 measured reflections 4044 independent reflections 3644 reflections with F 2 > 2.0(F 2 ) R int = 0.026 2.3. Refinement R[F 2 > 2(F 2 )] = 0.040 wR(F 2 ) = 0.115 S = 1.09 4044 reflections 289 parameters H-atom parameters constrained Á max = 0.29 e Å À3 Á min = À0.20 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry code: (i) Àx þ 1; Ày þ 2; Àz þ 1.
Data collection: RAPID-AUTO (Rigaku, 2011) ; cell refinement: RAPID-AUTO; data reduction: RAPID-AUTO; program(s) used to solve structure: Il Milione (Burla et al., 2007) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: CrystalStructure (Rigaku, 2011) ; software used to prepare material for publication: CrystalStructure.
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S2. Structural commentary
The traceability of boron tracedrugs is based on the neutron capture activity of the stable isotope boron-10 embedded in the drug. Thus, newly designed boron tracedrugs would be novel pharmaceuticals, the structures of which would always include natural boron (B 11 , 80.4%; B 10 , 19.6%), as tracers, embedded deeply in their skeletons or scaffolds. The compound is used at a cancer therapy by an irradiation of neutron, since B 10 atom generates a high energy alpha-line within a cancer cell by fission of the atom. The compound is required to keep a suitable three-dimensional structure until reaching cancer cell via intravenous injection and an irradiation of neutron. Our group has developed boron tracedrugs in use of boron-neutron reaction (Hori, et al. 2010 (Hori, et al. , 2012 , in this study a suitable compound has been reported and presents that two bulky rings tilt each other to avoid steric hindrance.
S3. Synthesis and crystallization
Crystals were obtained from methanol solvent at room temperature by slow evaporation. Crystal structure has no present of solvent molecule. The synthesis of the title compound was decribed by Nakata et al. (2011) . The compound: CAS Registry Number 1415304-92-5. The ring compound binding BF 2 is a contracted form given in IUPAC.
S4. Refinement
All hydrogen atoms were placed in the calculated positions and constrained their parent atoms with a C-H distances of Special details Geometry. ENTER SPECIAL DETAILS OF THE MOLECULAR GEOMETRY Refinement. Refinement was performed using all reflections. The weighted R-factor (wR) and goodness of fit (S) are based on F 2 . R-factor (gt) are based on F. The threshold expression of F 2 > 2.0 σ(F 2 ) is used only for calculating R-factor (gt).
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq F1 0.16643 (10) 0.79448 (8) 0.09158 (7) 0.0297 (2) 0.0189 (7) 0.0192 (7) 0.0155 (7) 0.0005 (5) 0.0001 (5) −0.0027 (5) C2 0.0172 (7) 0.0167 (7) 0.0199 (7) −0.0008 (5) 0.0001 (5) −0.0018 (5) C3 0.0194 (7) 0.0183 (7) 0.0190 (7) −0.0021 (5) −0.0009 (5) −0.0051 (5) C4 0.0182 (7) 0.0189 (7) 0.0183 (7) −0.0010 (5) 0.0008 (5) −0.0037 (5) C5 0.0185 (7) 0.0181 (7) 0.0191 (7) −0.0022 (5) 0.0014 (5) −0.0014 (5) C6 0.0176 (7) 0.0182 (7) 0.0198 (7) −0.0009 (5) −0.0003 (5) −0.0042 (5) C7 0.0248 (8) 0.0178 (7) 0.0183 (7) −0.0047 (6) −0.0001 (6) −0.0021 (5) C8 0.0284 (9) 0.0232 (7) 
